W 2=3 55145359808501310e-004, 10=-1.39874988673573670e+001

COMPOUND 7
137.1276/ | Background peaks
1800
1700
1600
1500
1400 361.2374
1300
1200
1100
% 1000
2 900
2
2
£ 800
700+
600
500
400
300+
2001
100
o 223.0660 2810529 297.0801 721.4701
» : B ; y e R S o et
1 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
) ) miz, amu R
j Target m/z: +361.2374 amu
(St Tolerance: +10.0000 ppm
Result type: Elemental
Max num of results: 100
Min DBE: -0.5000 Max DBE: +50.0000
Electron state: OddAndEven
Num of charges: 0
Add water: N/A
Add proton: N/A
File Name: MEDCB-4 25-2-13.wiff
Elements Min Number Max Number:
1 c 0 30
2 H 0 50
3 (o} 0 4
Formula Calculated m/z (amu) mDa Error PPM Error DBE
1 C22 H33 04 361.2378 -0.4848 -1.3422 6.5




AVANCE AV - Il

el 300 MHz, LAB # 116
NMAHLOANMOYWr DA —AWOAMMITMNONMTCEANNDAMAN
FOONOTOONOEN—HOWVMOANM®DINO®DE MW
WORFFMOOANYOYVILSIPITIONNAOOOOCOO®®® NAME Nov08
DT T T TN NN NN NN N NN NN N o EXPNO 1

PROCNO 1
'\%\k&\:«hg‘%”\\\%) Date_ 20121108
Time 10.49
INSTRUM Spect
PROBHD 5 mm BBO BB-1H
PULPROG 24930
™D 32768
SOLVENT MeoD
NS 32
DS 0
SWH 6188.119 Hz
FIDRES 0.188846 Hz
AQ 2.6477044 sec
RG 203
bW 80.800 usec
DE 6.50 usec
TE 300.0 K
D1 1.50000000 sec
DO 1
CHANNEL £1
NUC1
; 1 12.50 usec
PL1 .00 dB
PLIW 13.16228485 W
SFO1 300.1321009 MHz
sI 16384
SE 300.1300072 MHz
WO EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
J\
(=3
S|
T Sl T " T T
10 9 6 5 4
H. Institute of Chemistry.
COMPOUND 7
= AVANCE AV-600
CRYO PROBE
- & & LAB NO: 108
36 < © BFONEINTISYIGRQINEQR
ER 3 BISNBINTRGCERREINEAL me ey
=
PN IR s - NNBLEBIIIITLITVLSLRIEIIS EXERO 4
I [ | \\\M/‘//M Date_ 20121116
Time 3.14
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPR 2gp:
D 65536
SOLVENT MeOD
NS 8192
DS 2
silH 35971.223 Hz
FIDRES 0.548877 Hz
aQ 0.9110143 sec
RG 32768
oW 13.900 usec
DE 6.50 usec
TE 298.0 K
o1 1.50000000 sec
11 0.03000000 sec
TDO 8
e £ N —
3 NUCL 13
»1 15.40 usec
PL1 1.00 dB
PLIW 83.60149384 W
sFoL 150.9453107 MHz
T A ——
CPDPRG2 waltz16
uc2 1H
PCPD2 65.00 usec
PL2 3.30 dB
PL12 22.06 d
PL13 27.00 dB
PL2W 9.16420078 W
PL1ZW 0.12192553 W
PL13W 03909260 W
SFO2 600.2336014 MHz
s1 32768
SE 150.9277406 MHz
Wow EM
SSB 0
LB 1.00 Hz
‘ GB 0
‘ ‘ rc 1.10
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm



COMPOUND 6

DEPT-135
AVANCE AV-600
CRYO PROBE
LAB NO: 108
@
@
o NAME nov-15-12
= EXPNO 12
b PROCNO 1
//’/ Date_ 20121116
Time 8.34
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG deptspl35
™
SOLVENT MeOD
NS 560
DS 2
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0814105 sec
RG 32768
oW 16.500 usec
DE 6.50 usec
TE 298.0 K
CNST2 145.0000000
[} 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
00 6
=mmmmmm= CHANNEL £l =====
nuc1 13¢
3 16.00 usec
P12 2000.00 usec
PLO 120.00 dB
PL1 2.00 dB
PLOW 0.00000000 W
PLIW 66.40702820 W
SFO1 150.9430468 MHz
sp2 1.99 dB
SPNAMZ Crp60comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
CHANNEL £2 mmmmsm===
CPDPRG2 waltzl6
NUC2 1
P3 7.50 usec
P4 15.00 usec
PCPD2 65.00 usec
PL2 3.30 dB
PL12 22.06 dB
PL2W 9.16420078 W
PL12W 0.12192553 W
5F02 600.2324009 MHz
sI 32768
SF 150.9277406 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
eC 1.00
T
¢ -
COMPOUND 7
DEPT-90
AVANCE AV-600
CRYO PROBE
o NO: 108
@«
2 NAME nov-15-12
- EXPNO 13
PROCNO 1
pate_ 20121116
Time 9.02
INSTRUM
PROBHD 5 mm CPTCI 1H-
PULPROG deptspa0
™ 65536
SOLVENT 1eoD
NS 621
DS 2
SW 30303.031 Hz

H
FIDRES 0.462388 Hz
A

Q 1.0814105 sec
RG 32768

DW 16.500 usec
DE 6.50 usec
TE 298.0 K
CNST2 145.0000000

DL 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
DO L}

======== CHANNEL fl ========
nucl1 13

P1 16.00 usec
P12 2000.00 usec
PLO 120.00 dB
PL1 2.00 dB
PLOW 0.00000000 W
PLLW 66.40702820 W
SFO1 150.9430468 MHz
sp2 1.99 dB
SPNAM2 Crp60comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
mammmmmn CHANNEL f2 ========
CPDPRG2 waltz16

Noc2 1H

P3 7.50 usec
P4 15.00 usec
PCPD2 65.00 usec
PL2 3.30 dB
PL12 22.06 dB
PL2W 9.16420078 W
PL12W 0.12192553 W
SFO2 600.2324009 MHz
ST 768

SF 150.9277406 MHz
WoW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



COMPOUND 7
HSQC AVANCE AV-600
CRYO PROBE
LAB NO: 108
NAME nov-15-12
EXPNO 9
PROCNO 1
Date_ 20121115
l Time 18.19
INSTRUM spect
A A PPM Gromip 5 ma cercr 18-
PULPROG hsqcetgpsi
™D 1024
SOLVENT HeOD
K} NS 32
* \ (3 20 os 8
! SWH 4807.692 Hz
FIDRES 4.695012 Hz
o YT, i AQ 0.1066500 sec
! e 6 RG 26008
y: i 40 o 104.000 usec
DE 6.50 usec
* T TE 298.0 K
s CNST2 145.0000000
| b & 60 20 0.00000300 sec
T D1 1.50000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
? 1 013 0.00000400 sec
80 Dl 0.00015000 sec
D24 0.00110000 sec
0 0.00001655 sec
ZGOPTNS
100 CHANNEL f1
NUC1
31 7.20 usec
P2 14.40 usec
P28 0.50 usec
120 ru1 3.30 dB
PL1W 9.16420078 W
SFO1 600.2324009 MHz
wmmmmmms CHANNEL £2 mmsmmmms
140 ceoprcz garp
NuC2 13
P3 15.40 usec
P4 30.80 usec
PCPD2 61.00 usec
160 ;> 1.00 dB
PL12 13.00 dB
PL2W 83.60149384 W
PL12W 5.27489758 W
4180 sFo2 150.9430468 MHz
= GRADIENT CHANNEL =====
GENAML SINE.
GENAM2 SINE.100
200 cez1 80.00 %
GPZ2 0.10 %
75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 ppm 5if 200000 nsec
> |
COMPOUND 7
Cosy
AVANCE AV-600
CRYO PROBE
LAB NO: 108
i l iy ppm  naMe nov-15-12
EXPNO 7
PROCNO 1
Date 20121115
Time 15.55
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
1 PULPROG cosydfqf
‘ ° TD
SOLVENT MeOD
NS 8
o DS 4
SHH 4807.692 Hz
2 FIDRES 2.347506 Hz
e RO 0.2131460 sec
RG
DW 104.000 usec
b DE 6.50 usec
TE 298.1 K
3 DO 0.00000300 sec
- D1 1.50000000 sec
o D13 0.00000400 sec
| i e D20 0.00000200 sec
INO 0.00020800 sec
4 CHANNEL £1
¥ = NUC1 1H
— o ° - Pl 7.20 usec
PL1 .30 dB
o] b s PLIW 9.16420078 W
__% . X SFO1 600.2324009 MHz
5 NDO
TD
SFO1 600.2324 MHz
FIDRES 18.780046 Hz
_ . - . sW 8.010 ppm
FnMODE OF
6 sI 1024
SF 600.2300156 MHz
WDW QSINE
SSB 0
LB 0.00 Hz
GB 0
7 PC 1.40
S1 1024
MC2 QF
SF 600.2300156 MHz
WDW QSINE
SSB 0
LB 0.00 Hz
GB 0

75 7.0 65 6.0 55 5.0 45 40 3.5 3.0 25 20 1.5 1.0 05

ppm



COMPOUND 7

HMBC

° l A ppm
B 20
! : it 40
¥ = % ‘ 5
J LR 60
o ] 2|
- g ¢ -
100
120
140
160
P 180
sees 200
e ...Q
220
75 70 65 60 55 50 45 40 35 30 25 20 15 10 05  ppm
COMPOUND 7
NOESY
ppm
: . g 1
: 7 2
T 3
> 4
'y ol %
=) o g © .
_%. | o | g
'
o oliieet| » é :
; ‘ 6
: 7

g

75 7.0 6.5 6.0 55 5.0

45 40 35 3.0 25 2.0 15 1.0 05

ppm

AVANCE AV-600
CRYO PROBE
LAB NO: 108

NAME nov-15-12
EXPNO 10
PROCNO 1
Date_ 20121115
Time 22.02
INSTRUM spect
PROBHD S mm CPTCI 1H-
PULPROG hmbcgplpndqf
™D 4096
SOLVENT MeOD
NS 32
DS 8
SWH 4807.692 Hz
FIDRES 1.173753 Hz

Q 0.4261380 sec
RG 36780.8
oW 104.000 usec
DE 6.50 usec
TE 298.0 K
CNST2 145.0000000
CNST13 13.0000000

0 0.00000300 sec
D1 1.50000000 sec
D2 0.00344828 sec
D& 0.03846154 sec
D16 0.00015000 sec
INO 0.00001440 sec
mmmmmmms CHANNEL £1
NuCl 1H
Pl 7.20 usec
P2 14.40 usec
PL1 3.30 dB
PL1W 9.16420078 W
SFO1 600.2324009 MHz

cmmmmman CHANNEL £2 ========
nNuc2 13

P3 15.40 usec
PL2 .00 dB
PL2W 83.60149384 W
SFO2 150.9453107 MHz
====== GRADIENT CHANNEL =wwww
GPNAM1 SINE.100
GPNAM2 SINE.100
GPNAM3 SINE.100
GPZ1 50.00 %
GPz2 30.00 %
GPz3 40.10 %
P16 2000.00 usec
NDO 2
™ 256
SFO1 150.9453 MHz
FIDRES 135.614929 Hz
sH 230.000 ppm
FnMODE QF
ST 1024
AVANCE AV-600
CRYO PROBE
LAB NO: 108
NAME nov-15-12
EXPNO 8
BROCNO 1
Date_ 20121115
Time 16.55
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG noesygpph
T 1024
SOLVENT MeOD
NS 8
DS 4
SWH 4807.692 Hz
FIDRES 4.695012 Hz
AQ 0.1066500 sec
RG 57
D 104.000 usec
DE 6.50 usec
TE 298.0 K
DO 0.00009483 sec
Dl 1.50000000 sec
D8 0.80000001 sec
D16 0.00015000 sec
™o 0.00020800 sec
mmmmmuus CHANNEL fl s==ss===
nuc1
P1 usec
P2 14.40 usec
PL1 .30 dB
PLIW 9.16420078 W
SFO1 600.2324009 MHz
mammmn GRADIENT CHANNEL =====
GENAML SINE.100
GPNAMZ2 SINE.100
GPz1 40.00 %
GP22 -40.00 %
P16 2000.00 usec
DO
™D
SFO1 600.2324 Mz
FIDRES 18.780046 Hz
SW 8.010 ppm
FnMODE States-TEPI
ST 1024
SF 600.2300156 MHz
wow QSINE
sSB
LB 0.00 Hz
GB 0
PC 1.40
SI 1024
MC2 States-TPPI
SF 600.2300156 MHz
WOW QSINE
5B
LB 0.00 Hz
GB 0



